LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG101517\
Data File : BG029233.D

Aca On : 14 Oct 2017 21:33

Operator : SJ/JU

Sample = 15548-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.1 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 1

Method = Z:\HPCHEM1\BNA G\METHODS\SOM-EPA-BG101417 .M
Title - SVOA CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 3.555 41 45 52 rvB 17338 29357 0.23% 0.042%
2 4_.536 207 212 219 rvB4 17630 27243 0.22% 0.039%
3 6.851 591 606 618 rVB 579078 957529 7.61% 1.356%
4 7.156 645 658 665 rBv4 41224 108635 0.86% 0.154%
5 7.321 678 686 698 rBV 354569 675743 5.37% 0.957%
6 7.491 704 715 727 rBV 276455 477536 3.80% 0.676%
7 7.620 727 737 743 rVV2 33689 77725 0.62% 0.110%
8 7.703 743 751 760 rVB 335536 567582 4_.51% 0.804%
9 8.173 823 831 839 rBV 418026 717104 5.70% 1.016%
10 8.396 864 869 875 rBV6 15578 28004 0.22% 0.040%

11 8.872 940 950 962 rBV 408240 705280 5.61% 0.999%
12 9.336 1013 1029 1037 rBV 335576 605802 4.81% 0.858%
13 9.442 1037 1047 1052 rvve 19446 47929 0.38% 0.068%
14 10.065 1143 1153 1162 rBV 264122 490262 3.90% 0.694%
15 10.211 1166 1178 1186 rBV 63708 149270 1.19% 0.211%

16 10.288 1186 1191 1201 rVBS8 18687 46856 0.37% 0.066%
17 10.605 1236 1245 1260 rVB 468274 827618 6.58% 1.172%
18 10.993 1299 1311 1324 rBV 634286 1141113 9.07% 1.616%
19 11.116 1324 1332 1350 rVB 186905 370748 2.95% 0.525%

20 11.369 1366 1375 1383 rVB3 15380 28823 0.23% 0.041%
21 11.457 1383 1390 1397 rBV 51163 85137 0.68% 0.121%
22 12.591 1565 1583 1589 rBV5 39866 90314 0.72% 0.128%
23 12.873 1622 1631 1638 rBV3 17204 31635 0.25% 0.045%
24 13.167 1675 1681 1690 rVV5 34966 74674 0.59% 0.106%
25 13.549 1738 1746 1753 rBV5 32871 72169 0.57% 0.102%

26 13.678 1763 1768 1777 rBV2 120623 212592 1.69% 0.301%
27 13.766 1777 1783 1790 rVB6 14273 30948 0.25% 0.044%
28 13.878 1796 1802 1814 rBV2 66037 139910 1.11% 0.198%
29 14.124 1830 1844 1850 rBV 2343281 3473173 27.60% 4.919%
30 14.189 1850 1855 1859 rVvVv 842980 1276822 10.15% 1.808%

31 14.236 1859 1863 1872 rVB 298798 454259 3.61% 0.643%
32 14.489 1898 1906 1914 rBV 962606 1576121 12.53% 2.232%
33 14.553 1914 1917 1922 rVV7 20282 36237 0.29% 0.051%
34 14.630 1922 1930 1934 rVV6 44242 76177 0.61% 0.108%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG101517\
Data File : BG029233.D

Aca On : 14 Oct 2017 21:33

Operator : SJ/JU

Sample = 15548-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.1 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 1

Method = Z:\HPCHEM1I\BNA G\METHODS\SOM-EPA-BG101417.M
Title = SVOA CALIBRATION
35 14.677 1934 1938 1942 rVV3 26242 36604 0.29% 0.052%

36 14.747 1942 1950 1953 rVV 307960 470653 3.74% 0.667%
37 14.794 1953 1958 1964 rVV2 937443 1536949 12.21% 2.177%
38 14.859 1964 1969 1980 rVB5 84060 203709 1.62% 0.289%
39 14.971 1980 1988 1995 rBV 349137 549508 4_37% 0.778%
40 15.041 1995 2000 2002 rVvVv 69282 118583 0.94% 0.168%

41 15.065 2002 2004 2007 rVv2 74052 87566 0.70% 0.124%
42 15.106 2007 2011 2019 rVB2 54421 112073 0.89% 0.159%
43 15.182 2019 2024 2039 rBV2 19573 57464 0.46% 0.081%
44 15.399 2052 2061 2064 rBV10 15381 28769 0.23% 0.041%
45 15.576 2084 2091 2095 rBV9 10379 27323 0.22% 0.039%
46 15.623 2095 2099 2103 rVv2 28073 35092 0.28% 0.050%

47 15.670 2103 2107 2116 rBVZ2 86718 147307 1.17% 0.209%
48 15.781 2118 2126 2133 rBV 1281022 2000548 15.90% 2.834%
49 15.887 2136 2144 2154 rVB 272723 439014 3.49% 0.622%
50 16.010 2160 2165 2172 rVB10 33002 78168 0.62% 0.111%

51 16.110 2172 2182 2189 rBV5 72370 164084 1.30% 0.232%
52 16.251 2189 2206 2217 rVB3 244365 534705 4._.25% 0.757%
53 16.345 2217 2222 2229 rBV9 28714 63571 0.51% 0.090%
54 16.404 2229 2232 2239 rBVS8 20946 37002 0.29% 0.052%
55 16.481 2241 2245 2256 rVB3 66828 135225 1.07% 0.192%

56 16.622 2262 2269 2274 rBV6 57508 110007 0.87% 0.156%

57 16.657 2274 2275 2287 rVB6 21205 45590 0.36% 0.065%
58 17.268 2373 2379 2383 rBv4 46184 66376 0.53% 0.094%
59 17.403 2398 2402 2409 rBVS8 33954 49731 0.40% 0.070%
60 17.468 2410 2413 2417 rVV6 17815 25060 0.20% 0.035%

61 17.532 2417 2424 2434 rVV2 1079086 1754360 13.94% 2.485%
62 17.626 2434 2440 2451 rVB2 1137693 1716755 13.64% 2.432%

63 17.726 2451 2457 2462 rBV9 27687 58009 0.46% 0.082%
64 18.278 2547 2551 2556 rBV7 37824 71168 0.57% 0.101%
65 18.337 2558 2561 2566 rBV 56784 84462 0.67% 0.120%
66 18.402 2566 2572 2578 rBV 500263 686010 5.45% 0.972%
67 18.696 2619 2622 2626 rBV5 23993 33802 0.27% 0.048%
68 18.819 2640 2643 2647 rBV5 20441 27106 0.22% 0.038%
69 18.936 2659 2663 2666 rBV5 23568 35507 0.28% 0.050%
70 18.989 2667 2672 2681 rVB5 43116 86359 0.69% 0.122%
71 19.307 2721 2726 2731 rBV9 38599 65864 0.52% 0.093%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG101517\
Data File : BG029233.D

Aca On : 14 Oct 2017 21:33

Operator : SJ/JU

Sample = 15548-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.1 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 1

Method = Z:\HPCHEM1I\BNA G\METHODS\SOM-EPA-BG101417.M
Title = SVOA CALIBRATION
72 19.424 2743 2746 2748 rBV 44765 41073 0.33% 0.058%

73 19.565 2758 2770 2775 rBV3 221415 676694 5.38% 0.958%
74 19.659 2783 2786 2802 rVB2 241457 498627 3.96% 0.706%
75 19.806 2807 2811 2816 rVB 147677 180544 1.43% 0.256%

76 19.900 2817 2827 2837 rBV2 1275834 2148914 17.08% 3.044%
77 20.276 2889 2891 2900 rVB3 103734 154659 1.23% 0.219%
78 20.382 2905 2909 2911 rBV5 81506 103693 0.82% 0.147%
79 20.417 2911 2915 2925 rVV2 245277 415771 3.30% 0.589%
80 20.699 2959 2963 2970 rVB 245594 345600 2.75% 0.490%

81 20.846 2985 2988 2992 rVB2 161569 165216 1.31% 0.234%
82 21.069 3022 3026 3034 rVB 310368 374946 2.98% 0.531%
83 21.251 3049 3057 3064 rVB 8356545 12582536 100.00% 17.822%
84 21.422 3081 3086 3099 rVB2 362973 652464 5.19% 0.924%
85 21.674 3127 3129 3134 rVB 118448 123011 0.98% 0.174%

86 21.798 3144 3150 3157 rBV2 1003511 1728903 13.74% 2.449%
87 22.632 3285 3292 3309 rVB3 667673 1592409 12.66% 2.255%
88 23.696 3469 3473 3482 rVB6 143840 304255 2.42% 0.431%
89 24.172 3545 3554 3560 rBV 1266373 2833564 22.52% 4.013%
90 24.230 3560 3564 3581 rVB2 424169 983179 7.81% 1.393%

91 24.888 3667 3676 3694 rVB2 591389 1770855 14.07% 2.508%
92 25.112 3706 3714 3731 rVB3 626640 2278163 18.11% 3.227%
93 25.687 3807 3812 3834 rVB4 202966 714751 5.68% 1.012%
94 26.175 3888 3895 3907 rvB4 238277 769180 6.11% 1.089%
95 26.334 3911 3922 3935 rBV2 1368541 4353074 34.60% 6.166%

96 26.451 3937 3942 3957 rVB7 152571 531645 4.23% 0.753%
97 27.738 4155 4161 4175 rVB4 191446 683960 5.44% 0.969%
98 28.555 4294 4300 4314 rVB5 166386 628259 4._.99% 0.890%
99 29.459 4442 4454 4471 rVB2 476232 2127433 16.91% 3.013%
100 30.652 4640 4657 4688 rBV7 564445 3348616 26.61% 4.743%

Sum of corrected areas: 70602404
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG101517\
Data File : BG029233.D

Aca On : 14 Oct 2017 21:33

Operator : SJ/JU

Sample = 15548-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOM-EPA-BG101417_M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library - C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BG029233.D
8000000
6000000
4000000
2000000
10.99
6. 817 8.87 934 10.61
oL 355 4.54 716 74%5° W .44 10,}%229[\ }'(1 11&13?.6 12.582.87
'|"'w""|'”'|""w"'|"”|""|”"|"" A i i e o L e L I A e e o
Time--> 3.50 4.00 450 5.00 550 6.00 6.50 7.00 7.50 800 8.50 9.00 9.50 1000 1050 11. OO 11.50 12.00 12.50
Abundance TIC: BG029233.D
21.25
8000000
6000000
4000000
14.12
2000000
19.90 21.80
l. 1@4 494.79 1578 11583 07 1 22 63
424 f Q l 18.40 Q 'a"! 2@ '.a‘O/.A ‘l’ L
oBL71380 s ubtbions wuin E0Bme _1nziuy 73 1pusaERes ‘
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG029233.D
8000000
6000000
4000000
2000000 24.17 26.33
24.28.11 30.65
2370 433 25.69 26.186.45 27.74 28.55 29.46 AL
O T T T T T T T T T T T T T T T T T T T T
Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG101517\
Data File : BG029233.D

Aca On : 14 Oct 2017 21:33

Operator : SJ/JU

Sample = 15548-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOM-EPA-BG101417_M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 (1R)-2,6,6-Trimethylbicyclo... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.

6.85 26.71 ng/ul 957529 1,4-Dichlorobenzene-d4 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (1R)-2.6.6-Trimethvlbicvclol3.1.... 136 C10H16 007785-70-8 95
2 (1R)-2.6.6-Trimethvlbicvclol3.1.... 136 C10H16 007785-70-8 95
3 .alpha.-Pinene 136 C10H16 000080-56-8 94
4 _alpha.-Pinene 136 C10H16 000080-56-8 94
5 Bicyclo[3.1.1]hept-2-ene, 3,6,6-... 136 C10H16 004889-83-2 91

Abundance Scan 606 (6.851 min): BG029233.D (-591) (-) m/z 93.00 100.00%
93.0
5000
41.0 LR L UL UL
67.0 121.0 50,8 6.60 6.80 7.00 7.20
0 20. m/z 91.00 45_53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #15854: (1R)-2,6,6-Trimethylbicyclo[3.1.1]hept-2-ene
93.0
5000 U S L L L
41.0 6.60 6.80 7.00 7.20
m/z 92.00 36.01%
67.0 ‘ 121.0
S O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
93.0
" 660 6.80 7.00 7.20
5000 m/z 77.00 31.69%
41.0 &7 121.0
0L15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #15699: .alpha.-Pinene B EEELE L
93.0 6.60 6.80 7.00 7.20
m/z 79.00 24 _.87%
5000 39.0
15.0 ‘ ‘ 67.0 ‘ 121.0
0 ||‘|||l‘||=“||“l“‘||‘|““||H‘|| ‘: I‘\I” ‘:::lluuuu R RAREA RS S IIIIIlllllllllllll_rl\lIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG101517\
Data File : BG029233.D

Aca On : 14 Oct 2017 21:33

Operator : SJ/JU

Sample = 15548-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOM-EPA-BG101417_M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 Camphene Concentration Rank 22

R.T. EstConc Area Relative to ISTD R.T.

7.16 3.03 ng/ul 108635 1,4-Dichlorobenzene-d4 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Camphene 136 C10H16 000079-92-5 93
2 Camphene 136 C10H16 000079-92-5 89
3 Bicvclol4.1.01heptane., 7-(1-meth... 136 C10H16 053282-47-6 62
4 1.3.6-Heptatriene. 2.5.5-trimethvl- 136 C10H16 029548-02-5 55
5 Bicyclo[2.2.1]heptane, 7,7-dimet... 136 C10H16 000471-84-1 46

Abundance Scan 659 (7.162 min): BG029233.D (-645) (-) m/z 93.00 100.00%
93.0
121.0
5000 60.0
186.9 452 680 7.00 7.20 7.40
ol o m/z 121.00 59.52%
m/z--> 50 100 150 200 250 300
Abundance #15665: Camphene
93.0
121.0
5000 SR N R UL
39.0 7.0 6.80 7.00 7.20 7.40
‘ ‘ m/z 60.00 47.76%
0
m/z--> 50 100 150 200 250 300
Abundance
93.0
121.0 6.80 7.00 7.20 7.40
5000 m/z 67.00 43.23%
41.0 67.0
15.0
N e L s B WL LS
m/z--> 50 100 150 200 250 300 A
Abundance #15866: Bicyclo[4.1.0]heptane, 7-(1-methylethylidene)- R e S A B
67.0 93.0 6.80 7.00 7.20 7.40
410 121.0 m/z 79.00 40.90%
5000
0 LSS U P UL SR SR AR RS LA AR B
m/z--> 50 100 150 200 250 300 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG101517\
Data File : BG029233.D

Aca On : 14 Oct 2017 21:33

Operator : SJ/JU

Sample = 15548-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOM-EPA-BG101417_M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 _.beta.-Pinene Concentration Rank 27

R.T. EstConc Area Relative to ISTD R.T.

7.62 2.17 ng/ul 77725 1,4-Dichlorobenzene-d4 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Pinene 136 C10H16 000127-91-3 91
2 .beta.-Pinene 136 C10H16 000127-91-3 91
3 _.beta.-Pinene 136 C10H16 000127-91-3 91
4 (1R)-2.6.6-Trimethvlbicvyclol3.1.... 136 C10H16 007785-70-8 80
5 Tricyclo[2.2.1.0(2,6)]heptane, 1... 136 C10H16 000488-97-1 78

Abundance Scan 737 (7.620 min): BG029233.D (-727) (-) m/z 92.95 100.00%
93.0
5000 410 69.0
| 53.0 T‘f-o | 106.9 120.9 364 7.20 7.40 7.60 7.80 8.00
Ottt bl S L S Tm/z 41.00 0 51.09%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15695: .beta.-Pinene
93.0
5000 41.0
69.0 7.20 7.40 7.60 7.80 8.00
27.0 3.0 0 1210 m/z 68.95 42 .29%
: - .0 136.0
0 “I%ﬁql”'MI”'Jb“"Nthﬂ'JHW"ﬁﬁ“'”Jl“'l}ﬂiﬁ"'""W"LI'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
93.0
41.0 7.20 7.40 7.60 7.80 8.00
5000 69.0 m/z 90.95 25.25%
27.0
. 530 8.0 107.0 1210 136.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15696: .beta.-Pinene
93.0 7.20 7.40 7.60 7.80 8.00
m/z 79.00 23.19%
5000 41.0 69.0
2.0 ‘ 53.0 WO 1070 1210 136.0
0'WH'W“LH““F““WM'V“M'“w“'Juhl”“f'“"“'wa'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG101517\
Data File : BG029233.D

Aca On : 14 Oct 2017 21:33

Operator : SJ/JU

Sample = 15548-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOM-EPA-BG101417_M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 Benzoic acid Concentration Rank 26

R.T. EstConc Area Relative to ISTD R.T.
10.21 2.62 ng/ul 149270 Naphthalene-d8 10.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid 122 C7H602 000065-85-0 97
2 Benzoic acid 122 C7H602 000065-85-0 95
3 Benzoic acid 122 C7H602 000065-85-0 95
4 Benzoic acid 122 C7H602 000065-85-0 93
5 Heptanediamide, N,N"-di-benzoyloxy- 398 C21H22N206 1000253-26-4 90

Abundance Scan 1178 (10.211 min): BG029233.D (-1166) (-) m/z 105.00 100.00%
105.0
5000 51.0
9.80 10.00 10.20 10.40 10.60
Okl L1990 M8 Th/z 77.00 0 82.26%
m/z-> 0 50 100 150 200 250 300 350 400
Abundance #9885: Benzoic acid
105.0
5000 51.0 9.80 10.00 10.20 10.40 10.60
m/z 122.00 80.05%
0¥nqw$'”w'W'”"l""I""I"”I""I""I""I
m/z-> 0 50 100 150 200 250 300 350 400
Abundance
105.0
9.80 10.00 10.20 10.40 10.60
5000 m/z 50.95 44 .99%
51.0
L S U L U UL DL B B
m/z-> 0 50 100 150 200 250 300 350 400
Abundance #9883: Benzoic acid
105.0 9.80 10.00 10.20 10.40 10.60
m/z 50.00 24 .37%
5000
51.0
O
m/z-> 0 50 100 150 200 250 300 350 400 9.80 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG101517\
Data File : BG029233.D

Aca On : 14 Oct 2017 21:33

Operator : SJ/JU

Sample = 15548-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOM-EPA-BG101417_M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 1H-Cyclopenta[l,3]cycloprop... Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
13.68 2.77 ng/ul 212592 Acenaphthene-d10 14.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Cvclopentall.3l1cvclopropall.2... 204 C15H24 013744-15-5 96
2 1.6-Cvclodecadiene. l1l-methvl-5-m... 204 C15H24 023986-74-5 93
3 1H-Cvclopentall.31cvclopropall.2... 204 C15H24 013744-15-5 93
4 _beta.-copaene 204 C15H24 1000374-18-9 93
5 Bicyclo[4.4.0]dec-1-ene, 2-isopr... 204 C15H24 150320-52-8 93
Abundance Scan 1768 (13.678 min): BG029233.D (-1763) (-) m/z 161.10 100.00%
161.1
105.0
5000
41.0 81.0
6 132.9 204.1 13.40 13.60 13.80 14.00
0 m/z 104.95 53.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64586: 1H-Cyclopenta[1,3]cyclopropa[l,2]benzene, octahydr...
161.0
5000
410 105.0 13.40 13.60 13.80 14.00
. 0
‘ 310‘ ‘]330 204.0 m/z 91.00 51.80%
ok I"""‘I""“'gsl3'19"“‘i“"l“'IH “‘..‘.‘.l.‘...i‘.... ....ll...l..
m/z--> 20 40 60 8 100 120 140 160 180 200 220
Abundance
161.0
105.0 S NI —
41.0 13.40 13.60 13.80 14.00
5000 790 m/z 41.00 27 .44%
133.0 204.0
15.0
e L U UL U B S S SR SR RN S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64587: 1H-Cyclopenta[1,3]cyclopropa[1,2]benzene, octahydr... LB e o e e e e
161.0 13.40 13.60 13.80 14.00
m/z 81.00 27 .20%
41.0 91.0
5000
119.0
65.0 m 204.0
oL I'l'k‘ h“ H‘ .“. ‘l”..‘l“l‘.l“ﬁp-.‘].l]-;‘qk)..‘........lluuuluu R L
m/z--> 20 100 120 140 160 180 200 220 1340 13.60 13.80 14.00

SOM-EPA-BG101417.M Mon Oct 16 18:37:04 2017
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG101517\
Data File : BG029233.D

Aca On : 14 Oct 2017 21:33

Operator : SJ/JU

Sample = 15548-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOM-EPA-BG101417_M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 Bicyclo[7.2.0]Jundec-4-ene, ... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.12 45.20 ng/ul 3473170 Acenaphthene-d10 14.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol7.2.0lundec-4-ene. 4.11.... 204 C15H24 000118-65-0 91
2 Carvophvllene 204 C15H24 000087-44-5 90
3 Carvophvllene 204 C15H24 000087-44-5 90
4 Bicvclol7.2.0lundec-4-ene. 4.11.... 204 C15H24 013877-93-5 90
5 Caryophyllene 204 C15H24 000087-44-5 87

Abundance Scan 1843 (14.119 min): BG029233.D (-1830) (-) m/z 41.00 100.00%

41.0 69.0 93.0

5000

13.80 14.00 14.20 14.40
m/z 93.00 99.54%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64478: Bicyclo[7.2.0Jundec-4-ene, 4,11,11-trimethyl-8-met...

41.0 69.0 930

I\
L L L L L N BB N B |

13.80 14.00 14.20 14.40

5000

m/z 69.00 88.23%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
41.0 69.0 93.0
R Ema e
133.0 13.80 14.00 14.20 14.40
5000 m/z 91.00 87 .57%
161.0
189.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64272: Caryophyllene I m i
93.0 133.0 13.80 14.00 14.20 14.40
410 9.0 m/z 79.00 82.94%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.80 14.00 14.20 14.40

SOM-EPA-BG101417.M Mon Oct 16 18:37:05 2017

Page: 10



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG101517\
Data File : BG029233.D

Aca On : 14 Oct 2017 21:33

Operator : SJ/JU

Sample = 15548-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOM-EPA-BG101417_M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 _alpha.-Muurolene Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
14 .86 2.65 ng/ul 203709 Acenaphthene-d10 14.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _.alpha.-Muurolene 204 C15H24 031983-22-9 78
2 Naphthalene. 1.2.4a.5.6.8a-hexah... 204 C15H24 017627-24-6 68
3 Naphthalene. 1.2.4a.5.6.8a-hexah... 204 C15H24 024406-05-1 64
4 _.alpha.-Muurolene 204 C15H24 010208-80-7 60
5 _alpha.-Muurolene 204 C15H24 031983-22-9 60
Abundance Scan 1969 (14.859 min): BG029233.D (-1964) (-) m/z 104.95 100.00%
10%.0
5000 410 161.1
207.1
5077 14.60 14.80 15.00 15.20
0 : m/z 93.00 39.97%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #64320: .alpha.-Muurolene
105.0
161.0
5000
204.0 14.60 14.80 15.00 15.20
41.0 m/z 161.10 38.42%
0 .“.‘.“,“.“‘.H:‘.‘“,“.‘M“.‘““.““,l‘.‘.L,‘....,....,....,....,....,....,....
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
105.0
161.0 14.60 14.80 15.00 15.20
5000 m/z 91.00 37 .40%
410 204.0
o L B B B B WL I WL L S
m/z--> 50 100 150 200 250 300 350 400 450 500

Abundance #64527: Naphthalene, 1,2,4a,5,6,8a-hexahydro-4,7-dimethyl-...
. 14.60 14.80 15.00 15.20

m/z 41.00 33.88%

5000

m/z--> 50 100 150 200 250 300 350 400 450 500 14.60 14.80 15.00 15.20

SOM-EPA-BG101417.M Mon Oct 16 18:37:05 2017 Page: 11



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG101517\
Data File : BG029233.D

Aca On : 14 Oct 2017 21:33

Operator : SJ/JU

Sample = 15548-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOM-EPA-BG101417_M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 Cyclohexene, 6-ethenyl-6-me... Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
16.11 2.14 ng/ul 164084 Acenaphthene-d10 14.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexene. 6-ethenvl-6-methvl-__. 204 C15H24 005951-67-7 96
2 1.4-Methano-1H-indene. octahvdro... 204 C15H24 087064-18-4 89
3 Azulene., 1.2.3.3a.4.5.6.7-octahv... 204 C15H24 022567-17-5 78
4 1H-Cvcloproplelazulene. decahvdr... 204 C15H24 072747-25-2 70
5 (-)-Isolongifolol, methyl ether 236 C16H280 1000333-80-8 60

Abundance Scan 2182 (16.110 min): BG029233.D (-2172) (-) m/z 43.00 100.00%

43.0 105.0 161.1

5000

15.80 16.00 16.20 16.40

o] m/z 161.10 91.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #64491: Cyclohexene, 6-ethenyl-6-methyl-1-(1-methylethyl)-..
161.0
5000 LI L L L L L LB L |
41.0 119.0 204.0 15.80 16.00 16.20 16.40
‘ 91.0 ‘ m/z 105.00 79.93%
S T O R P O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
95.0
161.0 R
15.80 16.00 16.20 16.40
5000 204.0 m/z 41.00 69.64%
41.0 121.0
67.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #64563: Azulene, 1,2,3,3a,4,5,6,7-octahydro-1,4-dimethyl-7... R e A EEEEEmEm
81.0 107.0 161.0 15.80 16.00 16.20 16.40
‘ m/z 119.00 68.86%
204.0
5000
41.0 33.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15. 80 16. 00 16 20 16. 40

SOM-EPA-BG101417.M Mon Oct 16 18:37:06 2017 Page: 12



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG101517\
Data File : BG029233.D

Aca On : 14 Oct 2017 21:33

Operator : SJ/JU

Sample = 15548-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOM-EPA-BG101417_M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 Copaene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.25 6.10 ng/ul 534705 Phenanthrene-d10 17.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Copaene 204 C15H24 003856-25-5 93
2 Copaene 204 C15H24 003856-25-5 91
3 Copaene 204 C15H24 003856-25-5 83
4 _gamma.-Muurolene 204 C15H24 030021-74-0 68
5 _gamma.-Muurolene 204 C15H24 030021-74-0 64
Abundance Scan 2206 (16.251 min): BG029233.D (-2189) (-) m/z 161.05 100.00%
161.1
430 119.0
5000 95.0
69.0 204.1 R R mam e ma
16.00 16.20 16.40 16.60
o Wmo o o2 m/z 43.00 63.54%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #64251: Copaene
118.0 1610
41.0 93.0
5000 AR SURRULN SUCULN BN B
16.00 16,20 16.40 16.60
69 204.0 m/z 119.00 56.27%
o \I“”\I‘\’I”\l |‘|||||||||‘|||||||||||||||||||||||||||||||
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
105.0 161.0
41.0 1600 16:20 16.40 16.60
5000 m/z 105.00 47 .76%
81.0
133.0 204.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #64250: Copaene T T
.0 161.0 16.00 16.20 16.40 16.60
m/z 95.00 45_.74%

%

5000
204.0

S

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 16 00 16. 20 16. 40 16 60

SOM-EPA-BG101417.M Mon Oct 16 18:37:07 2017 Page: 13



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG101517\
Data File : BG029233.D

Aca On : 14 Oct 2017 21:33

Operator : SJ/JU

Sample = 15548-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOM-EPA-BG101417_M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 n-Hexadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.40 7.82 ng/ul 686010 Phenanthrene-d10 17.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
4 Pentadecanoic acid 242 C15H3002 001002-84-2 83
5 Tridecanoic acid 214 C13H2602 000638-53-9 81
Abundance Scan 2572 (18.402 min): BG029233.D (-2566) (-) m/z 73.00 100.00%
43.0,730
5000
2131 18.00 18.20 18.40 18.60 18.80
256.1 . . . . .
o 2911 329.2 40711 "n/z 59.95  87.52%
m/z--> 50 100 150 200 250 300 350 400
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 AU U R N
18.00 18.20 18.40 18.60 18.80
97.0 Lo 2130 2560 m/z 43.00 83.53%
0 ; 'MI““ hl\)m “h‘l“ k‘““.“l I\ : ‘. .‘ .\. | ‘ Yy
m/z--> 50 100 150 200 250 300 350 400
Abundance
43.0 73.0
18.00 18.20 18.40 18.60 18.80
5000 256.0 m/z 57.00 68.47%
129.0
213.0
171.0
e L L WL L UL LA S B
m/z--> 50 100 150 200 250 300 350 400
Abundance #107547: n-Hexadecanoic acid el R R R
43.0 73.0 18.00 18.20 18.40 18.60 18.80
m/z 41.00 64 .39%
5000
129.0
V \ 1o 2130 256.0
0'LNJNHJMJVM"'l“J'“l"" U U SR R NN BN SN I
m/z--> 50 100 150 200 250 300 350 400 18.00 18.20 18.40 18.60 18.80

SOM-EPA-BG101417.M Mon Oct 16 18:37:07 2017 Page: 14



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG101517\
Data File : BG029233.D

Aca On : 14 Oct 2017 21:33

Operator : SJ/JU

Sample = 15548-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOM-EPA-BG101417_M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11 Octadecanoic acid Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
19.66 5.68 ng/ul 498627 Phenanthrene-d10 17.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 93
2 Octadecanoic acid 284 C18H3602 000057-11-4 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Octadecanoic acid 284 C18H3602 000057-11-4 70
5 n-Decanoic acid 172 C10H2002 000334-48-5 64

Abundance Scan 2786 (19.659 min): BG029233.D (-2783) (-) m/z 73.00 100.00%
5000
129.0
% B2z g, s 1960 15150 250
0 SRETN 3024314 sz 43.00  99-35%
miz—-> 0 50 100 150 200 250 300 350 400
Abundance #131260: Octadecanoic acid
43.0
5000 LN BRI BRI UL B
129 0 284.0 19. 40 19 60 19. 80 20 00
m/z 55.00 84.42%
185.0 241.0
Ollhl‘l uH MHM\\I\ ‘:“‘lu‘u‘u|‘|‘|||‘||||||||||||||||
miz—-> 0 200 250 300 350 400
Abundance
43.0
19.40 19,60 19,80 20.00
5000 m/z 60.00 80.19%
30 129.0
8 1850 a1 284.0
L L L U W L LA DL LN A
miz—-> 0 50 100 150 200 250 300 350 400
Abundance #95855: Pentadecanoic acid
73.0 19.40 19.60 19.80 20.00
m/z 57.00 80.07%
5000 20, 129.0
199.0 242.0
0..(.L|.I..M.h|.ﬂu“..{]lﬁ.&.p.{.ll.... T e
miz—-> 0 50 100 150 200 250 300 350 400 19. 40 19 60 19. 80 20 00

SOM-EPA-BG101417.M Mon Oct 16 18:37:08 2017

Page: 15



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG101517\
Data File : BG029233.D

Aca On : 14 Oct 2017 21:33

Operator : SJ/JU

Sample = 15548-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOM-EPA-BG101417_M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 12 Hexadecanoic acid, 1,1-dime... Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
19.81 2.09 ng/ul 180544 Chrysene-di12 21.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. 1.1-dimethvle... 312 C20H4002 031158-91-5 93
2 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 90
3 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 53
4 Hexadecanoic acid. 2-methvlpropv... 312 C20H4002 000110-34-9 43
5 2-Methyl-n-1-tridecene 196 C14H28 018094-01-4 38
Abundance Scan 2812 (19.812 min): BG029233.D (-2807) (-) m/z 56.00 100.00%
5000
.0 SN UL BRI BRI S
171.1213.1 19.40 19.60 19.80 20.00 20.20
ol 297.1 349.2 395.1 510.4 n/z 57.05 49 _10%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #154967: Hexadecanoic acid, 1,1-dimethylethyl ester
56.0
5000 AR AR R U
19. 40 19. 60 19. 80 20 00 20. 20
‘ 120.0 m/z 41.00 43 .15%
257.0
0 ||J||| \‘HMM h‘..lu:lu-8.‘5..(|)...‘. “....3|1.2:0..|....|....|....|..
miz--> 0 50 150 200 250 300 350 400 450 500
Abundance
56.0
19.40 19,60 19.80 20.00 20.20
5000 m/z 43.00 37.85%
257.0
) 129.0 185.0 3120
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #154930: Hexadecanoic acid, butyl ester R maE e R
56.0 19.40 19.60 19.80 20.00 20.20
m/z 55.00 31.94%
5000
257.0
129.0
o150 J’ gy | 17102130 1 312.0
miz--> 0 5'0 1(')0 1&1;0 2(')0 250 3(')0 3&'30 4(')0 4&1;0 5(')0 19. 40 19. 60 19. 80 20 00 20. 20

SOM-EPA-BG101417.M Mon Oct 16 18:37:09 2017 Page: 16



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG101517\
Data File : BG029233.D

Aca On : 14 Oct 2017 21:33

Operator : SJ/JU

Sample = 15548-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOM-EPA-BG101417_M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 13 unknown-01 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
20.42 4.81 ng/ul 415771 Chrysene-di12 21.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (1.2-dicvclopropvl-2-ph... 262 C20H22 110330-90-0 38
2 Fumaric acid. isobutvl mvrtenvl ... 306 C18H2604 1000348-81-1 30
3 (6.6-Dimethvlbicvclol3.1.1Thept-... 224 C13H2003 1000373-80-4 30
4 Mvrtenvl acetate 194 C12H1802 001079-01-2 27
5 Fumaric acid, isohexyl myrtenyl ... 334 C20H3004 1000348-81-4 27
Abundance Scan 2915 (20.417 min): BG029233.D (-2911) (-) m/z 91.00 100.00%
91.0 131.0
5000
41. B
216.0 20.20 20.40 20.60 20.80
o 171.0°7~ 2731  345.2387.3 477.4 5295 m/z 131.00 78 . 68%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #112676: Benzene, (1,2-dicyclopropyl-2-phenylethyl)-
131.0
5000 91.0 20,20 20,40 20.60 20.80
m/z 119.00 65.98%
S P L N
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
91.0
" 20,20 20,40 20.60 20.80
5000 m/z 103.00 46 .47%
134.0
o 41.0 205.0
miz--> 0 éo 160 1%0 260 2éo 360 3%0 460 4%0 560
Abundance #80908: (6,6-Dimethylbicyclo[3.1.1]hept-2-en-2-yl)methyl e... R e R
91.0 20.20 20.40 20.60 20.80
m/z 77.00 40.79%
5000
34.0
41.0 i
0..¢Wﬂﬂ. I'”'I}?QQ""I”"I'”'I"”I"'W""I”" HRRUNLSR BN SR
miz--> 0 50 100 150 200 250 300 350 400 450 500 20.20 20.40 20.60 20.80

SOM-EPA-BG101417.M Mon Oct 16 18:37:10 2017 Page: 17



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG101517\
Data File : BG029233.D

Aca On : 14 Oct 2017 21:33

Operator : SJ/JU

Sample = 15548-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOM-EPA-BG101417_M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 14 _alpha.-Methylstyrene Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
20.70 4._.00 ng/ul 345600 Chrysene-di12 21.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .alpha.-Methvlstvrene 118 C9H10 000098-83-9 64
2 Propanoic acid. 2-methvl-., 3-phe... 206 C13H1802 000103-58-2 58
3 Acetic acid. chloro-. 3-phenvlpr... 212 C11H13Cl102 064046-48-6 53
4 Butanoic acid. 3-phenvlpropvl ester 206 C13H1802 007402-29-1 53
5 _alpha.-Methyl-_alpha.-phenylsuc... 189 C11H11NO2 001497-17-2 53
Abundance Scan 2963 (20.699 min): BG029233.D (-2959) (-) m/z 118.00 100.00%
118.0
5000 J
710[ AU N
20.40 20.60 20.80 21.00
ob 5 Qadlhd | 19302351 2831327.1365.34053 4823 | 777117.00 74.98%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8965: .alpha.-Methylstyrene
118.0
5000 SRS AR
8.0 20,40 20.60 20.80 21.00
‘ m/z 103.00 29.30%
OI”"INﬂ'ﬂ"”I"'W"" NI UL LI WAL SO B
m'z-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
118.0
20.40 20.60 20.80 21.00
5000 m/z 77.00 24 .44%
43.0
0|"''|'"'|'"'|"'?06"9''|""l""l""l""l""l"
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #70730: Acetic acid, chloro-, 3-phenylpropyl ester s B e
118.0 20.40 20.60 20.80 21.00
m/z 131.00 23.57%
- «/\/J\\\‘/W/\/\J
mz-> 0 50 100 150 200 250 300 350 400 450 500 2040 20.60 20.80 21.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG101517\
Data File : BG029233.D

Aca On : 14 Oct 2017 21:33

Operator : SJ/JU

Sample = 15548-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOM-EPA-BG101417_M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 15 unknown-02 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
21.07 4.34 ng/ul 374946 Chrysene-di12 21.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Penten-3-one. 4-methvl-1-phenvl- 174 C12H140 003160-32-5 47
2 Propenoic acid. 3-phenvl-. 2-(3-... 311 C17H13NO0O5 1000264-14-5 43
3 trans-1-Cinnamovlimidazole 198 C12H10N20 001138-15-4 43
4 2.2-Dimethvl-1-(2-vinviphenvDpr... 188 C13H160 1000210-99-9 43
5 p-Vinylbenzohydrazide 162 C9H10N20 1000244-74-9 43
Abundance Scan 3026 (21.069 min): BG029233.D (-3022) (-) m/z 131.00 100.00%
13L.0 ﬂ
5000
41 0 u i 169.0  233.1271.1 313.1 369.3 418.2456.3495.5 20.80 21.00 21.20 21.40
0 ...,m.dl..., e e T S e o o e o m/z 103.00 35.20%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #41102: 1-Penten-3-one, 4-methyl-1-phenyl-
131.0
5000
77.0 20.80 21.00 21.20 21.40
‘ m/z 91.00 32.45%
28.0 | 174.0
0'mul"”l""P'M'I'”'I"'W""I”"I"”I""P
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
131.0
20,80 21.00 21.20 2140
5000 m/z 119.00 26.70%
77.0
0 0.9 206.0 i W
m/z--> §0 160 1%0 200 2%0 360 3%0 460 4%0 560
Abundance #59456: trans-1-Cinnamoylimidazole A BRREEEEETE
131.0 20.80 21.00 21.20 21.40
m/z 77.00 26.10%
5000 j\
77.0
198.0
0"'i“'”l""P"'I'”'I"'W""I”"I"”I""P UL SN SR SR
m/z--> 50 100 150 200 250 300 350 400 450 500 2080 2100 2120 2140
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG101517\
Data File : BG029233.D

Aca On : 14 Oct 2017 21:33

Operator : SJ/JU

Sample = 15548-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOM-EPA-BG101417_M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 16 Cinnamoylglycine, methyl ester Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
21.25 145.56 ng/ul 12582500 Chrysene-di12 21.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cinnamovlalvcine. methvl ester 219 C12H13NO3 040778-04-9 64
2 2-Propenoic acid. 3-phenvl-. 4-m... 238 C16H1402 010519-07-0 60
3 2-Propenal. 3-(4-methvlphenvl)- 146 C10H100 001504-75-2 56
4 Cinnamvl cinnamate 264 C18H1602 000122-69-0 49
5 3-Butenoic acid, 2-oxo-4-phenyl- 176 C10H803 1000142-21-0 49

Abundance Scan 3057 (21.251 min): BG029233.D (-3049) (-) m/z 131.00 100.00%
13f.0
5000
l 219.1 21.00 21.20 21.40 21.60
173.0 : : : :
bt ekt ey 1 (20313031 347.1 3974 4482 | n777115.00  49.86Y%
m/z--> 100 150 200 250 300 350 400 450
Abundance #76403: Cinnamoylglycine, methyl ester
131.0
5000 LB BULILLN SULRILE LN B
77.0 21.00 21.20 21.40 21.60
‘ 218.0 m/z 117.00 43.40%
Oﬁgﬁﬁ“'w"hh"'w'h" LR DN DAL UARLLN S
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
131.0
21,00 21.20 21.40 21.60
5000 m/z 103.00 41.70%
7.0 238.0
0 195.0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #21567: 2-Propenal, 3-(4-methylphenyl)-
131.0 21.00 21.20 21.40 21.60
m/z 77.00 34 .84%
5000 91.0
39.0
m/z--> 50 100 150 200 250 300 350 400 450 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG101517\
Data File : BG029233.D

Aca On : 14 Oct 2017 21:33

Operator : SJ/JU

Sample = 15548-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOM-EPA-BG101417_M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 17 Octadecane, 1-(ethenyloxy)- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
21.42 7.55 ng/ul 652464 Chrysene-di12 21.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 1-(ethenvloxv)- 296 C20H400 000930-02-9 94
2 Pentafluoropropionic acid. octad... 416 C21H37F502 959261-25-7 91
3 17-Pentatriacontene 491 C35H70 006971-40-0 91
4 Cvclooctacosane 392 C28H56 000297-24-5 91
5 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
Abundance Scan 3086 (21.422 min): BG029233.D (-3081) (-) m/z 57.00 100.00%
57.0
7.0
5000
3Mmoﬂm 21.20 21.40 21.60 21.80
ob A AU AT70 TR 2810 3472 40844523493 s 3700 99.38%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #141403: Octadecane, 1-(ethenyloxy)-
57.0
5000 LR S B SULILI
2120 21,40 21.60 21.80
m/z 55.00 85.01%
)80 | w\‘ M | 1380 18002220 2610
miz--> 0 50 100 150 200 250 360 350 400 450 500
Abundance
57.0
or.0 R NI B SRR R
21.20 21.40 21.60 21.80
5000 m/z 83.00 71.61%
0 13901800 2520 5970 398.0 M'WJLAM
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #234187: 17-Pentatriacontene  EBEEmEEEs B
43.0 21.20 21.40 21.60 21.80
m/z 69.00 67.11%
- ! hﬂNﬂMvw~waij\wwvyﬂbV~NWWw~
. y J 129046702100 267.0307.0 490.0
miz--> 0 50 100 150 200 250 300 350 400 450 500 2120 21.40 21.60 21.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG101517\
Data File : BG029233.D

Aca On : 14 Oct 2017 21:33

Operator : SJ/JU

Sample = 15548-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOM-EPA-BG101417_M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 18 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
22.63 18.42 ng/ul 1592410 Chrysene-di12 21.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Tricosene 322 C23H46 018835-32-0 97
2 Cvclotetracosane 336 C24H48 000297-03-0 97
3 1-Heneicosvl formate 340 C22H4402 077899-03-7 95
4 9-Tricosene. (2)- 322 C23H46 027519-02-4 93
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 91
Abundance Scan 3292 (22.632 min): BG029233.D (-3285) (-) m/z 57.05 100.00%
57.0
7.0
5000
R BRI SR BN SO
39.1 22.40 22.60 22.80 23.00
ol A LA “ b 2000 26113020343.13842 45214926 | “nsz  43.00  82.22%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #163016: 1-Tricosene
57.0
5000 LI BN UL BN BUAR
22.40 22,60 22.80 23.00
m/z 55.00 75 .55%
oL u L ‘3?%8‘202240 280,0322.0
m/z--> 50 250 300 350 400 450 500
Abundance
83.0
43.0 IR NI SN NN SUN
22.40 22.60 22.80 23.00
5000 336.0 m/z 83.00 70.94%
125.0
o 167.0210.0  279.0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #177132: 1-Heneicosy! formate A RS RRmas B
7.0 22.40 22.60 22.80 23.00
7.0 m/z 69.00 63.32%
o NJ\W‘V\
o 1890 18200000 2940 3499
m/z--> 50 100 1&1,0 200 25'30 3(')0 350 400 450 500 22.40 22,60 22.80 23.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG101517\
Data File : BG029233.D

Aca On : 14 Oct 2017 21:33

Operator : SJ/JU

Sample = 15548-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOM-EPA-BG101417_M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 19 Oxirane, heptadecyl- Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
23.70 2.67 ng/ul 304255 Perylene-di12 25.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. heptadecvl- 282 C19H380 067860-04-2 89
2 Pentadecanal- 226 C15H300 002765-11-9 78
3 Tetradecanal 212 C14H280 000124-25-4 78
4 1.19-Eicosadiene 278 C20H38 014811-95-1 72
5 Oxirane, hexadecyl- 268 C18H360 007390-81-0 64
Abundance Scan 3474 (23.701 min): BG029233.D (-3469) (-) m/z 57.00 100.00%
57.0
5000 97.1 j\
l MO sleo a0 23140 2360 23,80 2400 |
329.2 369.2 - - - -
Of gl 1 ---" L m-“- e senlop S PO D AELS 0820 T 43,00 79.64%
m'z--> 0 50 150 200 250 300 350 400 450
Abundance #129467: Oxirane, heptadecyl-
43.0 82.0
5000 IRV IS
23140 23.60 23.80 24.00
m/z 82.00 67.08%
okl 00 mpomto
m'z--> 0 50 100 150 200 250 300 350 400 450
Abundance
43.0 82.0
23.40 23.60 23.80 24.00
5000 m/z 55.00 53.83%
123.0
. 182.0 556 o ,vﬂwkuwvwwvf\MWMMmdﬂﬂd/\
LI LA DAL AL UURLALELA UARLELEY SN B DU S
m'z--> 0 50 100 150 200 250 300 350 400 450
Abundance #71297: Tetradecanal R R ma
57.0 23.40 23.60 23.80 24.00
m/z 83.05 48 .85%
5000 6.0
168.0
opsO LM ddbsao | 220 0 mT e T
m'z--> 0 50 100 150 200 250 300 350 400 450 2340 23.60 23.80 24.00
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Library Search Compound Report

Data Path :

Data File : BG029233.D

Aca On : 14 Oct 2017 21:33
Operator : SJ/JU

Sample - 15548-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

\\74.0.250.170\SVOASRV\HPCHEMI\BNA G\DATA\BG101517\

Z:\HPCHEM1\BNA G\METHODS\SOM-EPA-BG101417_M

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 20 (DEL) Alkane: Straight-Chai... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
24 .17 24.88 ng/ul 2833560 Perylene-di12 25.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Tridecane, 6-propyl- 226 Cl16H34 055045-10-8 87
Abundance Scan 3554 (24.172 min): BG029233.D (-3545) (-) m/z 57.00 100.00%
57.0
5000 A\L
| 199 0 23.80 24.00 24.20 24.40
141.1 - : : -
ol b g 3% 19712381 2041 351438014202 4753 o 71 05 63.85%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #215181: 2-methyloctacosane
57.0
5000 AU AR
23.80 24.00 24.20 24.40
99.0 m/z 43.00 61.97%
ol ‘ |1 H | 141.0 183.0 225.0 267.0 309.0 365.0
m/z--> 50 100 1%0 200 250 300 3éo 400 450
Abundance
57.0
23.80 24.00 24.20 24.40
5000 m/z 85.05 47 .28%
99.0
0 141.0 183.0 225.0 267.0 309.0 367.0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #202662: Heptacosane R an S s e
57.0 23.80 24.00 24.20 24.40
m/z 55.00 23.06%
- m%//h
ol { I Q?OJ 141.0 183.0 225.0 267.0 323.0 380.0
m/z--> 50 100 1&1,0 200 250 300 350 400 450 23.80 24.00 24.20 24.40

SOM-EPA-BG101417.M Mon Oct 16 18:37:16 2017
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG101517\
Data File : BG029233.D

Aca On : 14 Oct 2017 21:33

Operator : SJ/JU

Sample = 15548-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOM-EPA-BG101417_M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 21 Behenic alcohol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
24 .23 8.63 ng/ul 983179 Perylene-di12 25.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 91
2 1-Heneicosanol 312 C21H440 015594-90-8 91
3 1-Hexadecanol 242 C16H340 036653-82-4 86
4 17-Pentatriacontene 491 C35H70 006971-40-0 80
5 1-Eicosanol 298 C20H420 000629-96-9 68
Abundance Scan 3564 (24.230 min): BG029233.D (-3560) (-) m/z 55.00 100.00%
540 oo,
5000
90 2070071 s 4 sws  eore | 2400 2420 2440 24a0
O b b b T 00 SO 302 0021 Tz 83.00  93.90%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #166292: Behenic alcohol
43.0 839
5000 LR SIS BN BULRUL B
mmmmmmmm
25.0 m/z 57.00 82.52%
ol idtl \‘\ | ‘\ | 167.02100  280.0
miz--> 0 55 100 1%0 260 2éo 360 3éo 460 4%0 560
Abundance
55.0 o
24.'00 24.'20 24.'40 24.|60
5000 m/z 43.00 80.95%
0l15.0 139018202240266.0
miz--> 0 55 160 1%0 200 250 360 3%0 460 4%0 560
Abundance #95987: 1-Hexadecanol R B
55.0 24.00 24.20 24.40 24.60
7.0 m/z 69.00 80.85%
o }400 196.0
mz> O 80 100 150 200 250 30 350 4b0 420 500 " 24.00 24.20 24.40 24.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG101517\
Data File : BG029233.D

Aca On : 14 Oct 2017 21:33

Operator : SJ/JU

Sample = 15548-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOM-EPA-BG101417_M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 22 1,19-Eicosadiene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
25.69 6.27 ng/ul 714751 Perylene-d12 25.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.19-Eicosadiene 278 C20H38 014811-95-1 68
2 E-9-Tetradecen-1-ol formate 240 C15H2802 1000130-78-2 64
3 Tetradecanal 212 C14H280 000124-25-4 62
4 E-12-Tetradecen-1-ol 212 C14H280 1000130-83-6 53
5 1,13-Tetradecadiene 194 C14H26 021964-49-8 53
Abundance Scan 3812 (25.687 min): BG029233.D (-3807) (-) m/z 57.00 100.00%
57.0

i

5000

25.40 25.60 25.80 26.00
m/z 43.00 87.89%

231.1275.1319.1362.3 415.2 468.3

542.5

ol ik

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #126192: 1,19-Eicosadiene
55.0
5000 LA L L L L L L L
25 40 25. 60 25 80 26. 00
m/z 55.00 57.87%
o,lf‘.Q‘.““M“‘“O.lE‘OO, 00
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
55.0
R R IEEEE e s
25.40 25.60 25.80 26.00
5000 m/z 82.00 57.44%
110.0
194.0
151.0 240.0
O T o o L o S A e o e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #71300: Tetradecanal e RS BEE L
7.0 25.40 25.60 25.80 26.00
m/z 83.05 51.70%
- uwthVWW““«N)p\“ﬁanNWWwP”M
0 168.0
0 ‘ | 212.0
,.”.,..”,..”,................,”.. R RN EE e s R LA e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 25 40 25. 60 25 80 26. 00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG101517\
Data File : BG029233.D

Aca On : 14 Oct 2017 21:33

Operator : SJ/JU

Sample = 15548-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOM-EPA-BG101417_M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 23 1,6,10-Dodecatrien-3-ol, 3,... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
26.18 6.75 ng/ul 769180 Perylene-di12 25.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.6.10-Dodecatrien-3-ol. 3.7.11-... 222 C15H260 007212-44-4 86
2 2.6.10-Dodecatrien-1-ol. 3.7.11-... 264 C17H2802 004128-17-0 86
3 2.6.10-Dodecatrien-1-ol. 3.7.11-... 264 C17H2802 004128-17-0 80
4 Farnesol (BE). methvl ether 236 C16H280 1000352-67-3 78
5 Carbonic acid, methyl ester, [(E... 280 C17H2803 1000164-38-7 72
Abundance Scan 3896 (26.181 min): BG029233.D (-3888) (-) m/z 69.00 100.00%
69.0
[ foro 25180 2600 26,20 700
189.1 . . . .
ofr e L LA JTQ IOV 2410 20013302 3872 43414764 ey G040 74
m/z—-> 0 50 100 150 200 250 300 350 400 450
Abundance #79430: 1,6,10-Dodecatrien-3-ol, 3,7,11-trimethyl-
69.0
5000 UL SUALEE R
25.80 26.00 26.20 26.40
07.0 m/z 41.00 36.29%
27,‘ ‘ ‘ 161.0
T I
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance
69.0
25.80 26.00 26,20 26.40
5000 m/z 93.00 31.14%
136.0
o 29.0 189.0 264.0
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #114210: 2,6,10-Dodecatrien-1-ol, 3,7,11-trimethyl-, aceta... A B o
69.0 25.80 26.00 26.20 26.40
m/z 80.00 20.25%
5000
136.0
L2, l Ll 100 2640
mz-> 0 50 100 150 200 250 300 350 400 450 | | 2580 26.00 26.20 2640
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG101517\
Data File : BG029233.D

Aca On : 14 Oct 2017 21:33

Operator : SJ/JU

Sample = 15548-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOM-EPA-BG101417_M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 24 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

26.33 38.22 ng/ul 4353070 Perylene-d12 25.11

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Hexatriacontane 507 C36H74 000630-06-8 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Octacosane 394 C28H58 000630-02-4 83

Abundance Scan 3921 (26.328 min): BG029233.D (-3911) (-) m/z 57.00 100.00%

5000

-

9.0 I e N

26.00 26.20 26.40 26.60
141.1
o 183.1225.1 295.3337.3379.4 435.2 511.3 m/z 71.00 65.11%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #141426: Heneicosane

-

5000
26.00 26.20 26.40 26.60
9.0 m/z 43.00 58.68%
ohs. Ll M0es00250 280
mz—-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57.0
R e e
26.00 26.20 26.40 26.60
5000 m/z 85.10 49.99%
99.0
0 141.0183.0225.0 267.0309.0 367.0
T T T T T T T T T T T

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #235973: Hexatriacontane TR
26.00 26.20 26.40 26.60

m/z 55.00 23.60%

5000

%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 26.00 26.20 26.40 26.60
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Library Search Compound Report

Data Path :

Data File : BG029233.D

Aca On : 14 Oct 2017 21:33
Operator : SJ/JU

Sample - 15548-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA G\METHODS\SOM-EPA-BG101417_M

\\74.0.250.170\SVOASRV\HPCHEMI\BNA G\DATA\BG101517\

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 25 (DEL) Alkane: Straight-Chai...

R.T. EstConc Area

Relative to ISTD

Concentration Rank 19

26.45 4 .67 ng/ul 531645

Hit# of 5 Tentative ID

Perylene-d12

MW  MolForm

1 1-Octadecene

2 Heptadecvl heptafluorobutvrate
3 Triacontvl acetate

4 Octadecvyl trifluoroacetate

5 Docosyl heptafluorobutyrate

252 C18H36

452 C21H35F702
480 C32H6402
366 C20H37F302
522 C26H45F702

000112-88-9 70
959085-66-6 62
041755-58-2 49
079392-43-1 45
1000351-83-1 45

Abundance _ Scan 3942 (26.451 min): BG029233.D (-3937) (-) m/z 57.00 100.00%
510
5000
' 26.20 26.40 26.60 26.80
oAl 159.0 51102530 2951  363.2401.1 451.3 > 8300 86 83%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #104184: 1-Octadecene
57.0
7.0
5000 LA L L L L L L L L
26 20 26 40 26. 60 26. 80
m/z 43.00 78.79%
oL ” u N
m/z--> 0 50 O 150 200 250 300 350 400 450
Abundance
57.0
R A E e AR RRE
97.0 26.20 26.40 26.60 26.80
5000 m/z 97.00 76.77%
L o i o L e e o
m/z--> 0 50 100 150 200 250 300 350 400 450
T T T T

Abundance #232691: Triacontyl acetate T
43.0 26.20 26.40 26.60 26.80
97.0 m/z 69.00 75.13%
39.0
oAl 11 181.0222.0 264.0 306.0 348.0 _ 420.0 462.0

m/z--> 0 50 100 150 200 250 300 350 400 450 26 20 26 40 26. 60 26. 80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG101517\
Data File : BG029233.D

Aca On : 14 Oct 2017 21:33

Operator : SJ/JU

Sample = 15548-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOM-EPA-BG101417_M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 26 (DEL) Alkane: Straight-Chai... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
27.74 6.00 ng/ul 683960 Perylene-di12 25.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane. 2-methvl- 338 C24H50 001928-30-9 87
2 Heptacosane 380 C27H56 000593-49-7 86
3 Heptadecane. 2-methvl- 254 C18H38 001560-89-0 83
4 Tetracosane 338 C24H50 000646-31-1 83
5 Hexadecane 226 C16H34 000544-76-3 80
Abundance Scan 4161 (27.738 min): BG029233.D (-4155) (-) m/z 57.00 100.00%
57.0
5000 \/”L
80 27.40 27.60 27.80 28.00
142.0183.1 : : : :
ofrd Ll 322018312220 2720 8171 370.2411245324954 7277 05 65 66%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #175566: Tricosane, 2-methyl-
43.0
5000 L DAL SUML RN SRR
50 27,40 27.60 27.80 28.00
m/z 43.00 51.98%
oL h | | | 127.0160.0211.0 253.0 2%%0 338.0
m'z-> 0 50 160 1éo 200 250 360 350 400 450 500
Abundance
57.0
27.40 27.60 27.80 28.00
5000 m/z 85.00 41.50%
99.0
150 141.0 1830 225.0267.0309.0 3800
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #105893: Heptadecane, 2-methyl- R B
43.0 27.40 27.60 27.80 28.00
m/z 55.00 16.39%
5000
5.0
0 ‘ | 1270169021[102540
m'z-> 0 50 100 150 200 250 300 350 400 450 500 27.40 27.60 27.80 28.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG101517\
Data File : BG029233.D

Aca On : 14 Oct 2017 21:33

Operator : SJ/JU

Sample = 15548-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOM-EPA-BG101417_M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 28 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
29.46 18.68 ng/ul 2127430 Perylene-di12 25.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 2-methvl- 268 C19H40 001560-88-9 93
2 Docosane 310 C22H46 000629-97-0 93
3 Tridecane. 3-methvl- 198 C14H30 006418-41-3 93
4 Heneicosane. 11-(l-ethvlpropvl)- 366 C26H54 055282-11-6 87
5 Hexacosane 366 C26H54 000630-01-3 87
Abundance Scan 4454 (29.459 min): BG029233.D (-4442) (-) m/z 57.00 100.00%
57.0
%0 20.20 20.40 29.60 29.80
141.1 - - -
ol bl Ly 1411831 26512081 3450 3993 46325024 7770 00 65.420%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #117648: Octadecane, 2-methyl-
43.0
5000 RN B SR B
5.0 29.20 29.40 29.60 29.80
m/z 43.00 59.79%
oL “h | 1210160.0 2250 60
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
57.0
20.20 20.40 29.60 29.80
5000 m/z 85.10 48.08%
99.0
141.0 183.0 239.0 310.0
b e e e T e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #59890: Tridecane, 3-methyl- T T
57.0 29.20 29.40 29.60 29.80
m/z 55.00 27 .96%
9.0 16%0
0:‘:‘: ||||‘|‘|||  —————. .
m/z--> 50 100 150 200 250 300 350 400 450 500 29,20 29.40 29.60 29.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG101517\
Data File : BG029233.D

Aca On : 14 Oct 2017 21:33

Operator : SJ/JU

Sample = 15548-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOM-EPA-BG101417_M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 29 _gamma.-Sitosterol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
30.65 29.40 ng/ul 3348620 Perylene-di12 25.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .agamma.-Sitosterol 414 C29H500 000083-47-6 94
2 _beta.-Sitosterol 414 C29H500 000083-46-5 90
3 Campesterol 400 C28H480 000474-62-4 43
4 _beta.-Sitosterol 414 C29H500 000083-46-5 42
5 Isocholesteryl methyl ether 400 C28H480 029944-53-4 38
Abundance Scan 4657 (30.652 min): BG029233.D (-4640) (-) m/z 43.00 100.00%
43.0
105.0 145.0
5000
303.3 L B I I
2551 396.4 30.40 30.60 30.80 31.00
ob—i ; m/z 55.00 69.53%
m/z--> 50 100 150 200 250 300 350 400
Abundance #217434: .gamma.-Sitosterol
43.0
5000 81.0 LR BRI SRR SN IR
30.40 30.60 30.80 31.00
m/z 57.00 60.93%
o) \‘I I I\ -l LU“
m/z--> 50 100 150 200 250 300 350 400
Abundance
43.0
30,40 30.60 30.80 31.00
5000 m/z 105.00 55.91%
107.0 414.0
145.0 2130 s 3030
o 178.0 - " 3410 3810
m/z--> 50 100 150 200 250 300 350 400 '
Abundance #212386: Campesterol BT R R
43.0 30.40 30.60 30.80 31.00
m/z 145.00 53.67%
h MM/,\L\/\M\/\/\
0 LR BRI SRS SN B
m/z--> 30.40 30.60 30.80 31.00
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG101517\
Data File : BG029233.D

Acq On : 14 Oct 2017 21:33

Operator : SJ/JU

Sample - 15548-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG101417 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
(1R)-2,6,6-Trimet. .. 6.85 26.7 ng/ul 957529 1 8.17 717104 20.0
Camphene 7.16 3.0 ng/ul 108635 1 8.17 717104 20.0
-beta.-Pinene 7.62 2.2 ng/ul 77725 1 8.17 717104 20.0
Benzoic acid 10.21 2.6 ng/ul 149270 2 10.99 1141110 20.0
1H-Cyclopenta[1,3... 13.68 2.8 ng/ul 212592 3 14.79 1536950 20.0
Bicyclo[7-2.0Jund... 14.12 45.2 ng/ul 3473170 3 14.79 1536950 20.0
-alpha.-Muurolene 14.86 2.6 ng/ul 203709 3 14.79 1536950 20.0
Cyclohexene, 6-et... 16.11 2.1 ng/ul 164084 3 14.79 1536950 20.0
Copaene 16.25 6.1 ng/ul 534705 4 17.53 1754360 20.0
n-Hexadecanoic acid 18.40 7.8 ng/ul 686010 4 17.53 1754360 20.0
Octadecanoic acid 19.66 5.7 ng/ul 498627 4 17.53 1754360 20.0
Hexadecanoic acid... 19.81 2.1 ng/ul 180544 5 21.80 1728900 20.0
unknown-01 20.42 4.8 ng/ul 415771 5 21.80 1728900 20.0
-.alpha.-Methylsty... 20.70 4.0 ng/ul 345600 5 21.80 1728900 20.0
unknown-02 21.07 4.3 ng/ul 374946 5 21.80 1728900 20.0
Cinnamoylglycine, ... 21.25 145.6 ng/ul 12582500 5 21.80 1728900 20.0
Octadecane, 1-(et... 21.42 7.5 ng/ul 652464 5 21.80 1728900 20.0
(DEL) Alkane: Str... 22.63 18.4 ng/ul 1592410 5 21.80 1728900 20.0
Oxirane, heptadecyl- 23.70 2.7 ng/ul 304255 6 25.11 2278160 20.0
(DEL) Alkane: Str... 24.17 24_.9 ng/ul 2833560 6 25.11 2278160 20.0
Behenic alcohol 24.23 8.6 ng/ul 983179 6 25.11 2278160 20.0
1,19-Eicosadiene 25.69 6.3 ng/ul 714751 6 25.11 2278160 20.0
1,6,10-Dodecatrie... 26.18 6.8 ng/ul 769180 6 25.11 2278160 20.0
(DEL) Alkane: Str... 26.33 38.2 ng/ul 4353070 6 25.11 2278160 20.0
(DEL) Alkane: Str... 26.45 4.7 ng/ul 531645 6 25.11 2278160 20.0
(DEL) Alkane: Str... 27.74 6.0 ng/ul 683960 6 25.11 2278160 20.0
(DEL) Alkane: Str... 29.46 18.7 ng/ul 2127430 6 25.11 2278160 20.0
-gamma.-Sitosterol 30.65 29.4 ng/ul 3348620 6 25.11 2278160 20.0
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